In the title compound, C 17 H 19 NO 3 , which was obtained by oxidation of the corresponding pyridine derivative, the dihedral angle between the benzene and the pyridine rings is 68.2 (1) . In the crystal, C-HÁ Á ÁO hydrogen bonds to carboxyl and N-oxide O-atom acceptors gives a cyclic dimer substructure with an R 2 2 (18) motif which is extended into a undulating sheet structure lying parallel to (100) through weak C-HÁ Á ÁO oxide hydrogen bonds. Also present arering interactions [ring centroid separation = 3.561 (2) Å ].
Structure description
The title compound, C 17 H 19 NO 3 , is a key intermediate in the synthesis of the experimental drug lumacaftor for the therapy of cystic fibrosis (Norman, 2014; McColley, 2014) .
The benzene and pyridine rings give a twisted conformation to the molecule ( Fig. 1) , with an interplanar dihedral angle of 68.2 (1) . The carboxyl group is essentially coplanar with the benzene ring [torsion angle C12-C11-C14-O2 = À174. 7 (2) ]. The methyl C atoms of the tert-butyl group display somewhat elongated ellipsoids which is not unusual for this group. In the crystal there is an absence of classic hydrogen bonding, but dual C-HÁ Á ÁO hydrogen-bonding interactions to carboxyl and oxide O-atom acceptors (C12-H12Á Á ÁO2 i and C4-H4Á Á ÁO1 i , respectively; Table 1) give a cyclic dimer substructure (Fig. 2) , with an R 2 2 (18) motif (Bernstein et al., 1995) . The cyclic aggregates are arranged in rows along c (Fig. 3) , which are linked through weak C8-H8Á Á ÁO1
ii hydrogen bonds, forming zigzag layered structures which lie parallel to (100) (Fig. 4) . Similar hydrogenbonding contacts have been observed in other pyridine oxides (McKay et al., 2006; Babu data reports et al., 2007; Bowers et al., 2005) . Present also in the crystal are -ring interactions between inversion-related pyridine rings [ring centroid separation = 3.561 (2) Å ].
Synthesis and crystallization
The title compound was synthesized by stirring 2-(3-(tertbutoxycarbonyl)phenyl)-3-methylpyridine (Siesel, 2009 ) and m-chloroperoxybenzoic acid in dichloromethane. The mixture Figure 3 Rows of cyclic hydrogen-bond aggregates along c.
Figure 1
The molecular structure of the title compound, with atom labels and 50% probability displacement ellipsoids for non-H atoms.
Figure 2
Short C-HÁ Á ÁO and -contacts in the crystal structure of the title compound. H atoms engaged in hydrogen bonding are drawn as spheres and all other H atoms are omitted. Symmetry code: (iii) Àx + 1, Ày, Àz + 1. For other codes, see Table 1 .
Figure 4
The undulating sheet structure extending along the general b-axis direction. Table 1 Hydrogen-bond geometry (Å , ). was treated with solid sodium sulfite, potassium carbonate and magnesium sulfate and the solvent was removed (Bremner et al., 1997 3066, 2975, 2931, 1411, 1366, 1312, 1254, 1230, 1161, 1118, 1082, 1050, 959, 850, 787, 757, 738, 698, 569 cm À1 .
Refinement
Crystal data, data collection and structure refinement details are summarized in Table 2 . Computer programs: CrysAlis PRO (Agilent, 2014), SIR2002 (Burla et al., 2003) , SHELXL2014 (Sheldrick, 2015) , ORTEP-3 for Windows (Farrugia, 2012) , Mercury (Macrae et al., 2006) .
data-1
IUCrData ( Special details Experimental. Absorption correction: CrysAlis PRO (Agilent, 2014 C10-C11-C12-C7 0.6 (3) C15-O3-C14-C11 −179.0 (2) C14-C11-C12-C7
178.89 (18) C12-C11-C14-O2 −174.72 (19) C11-C12-C7-C8 0.4 (3) C10-C11-C14-O2 3.6 (3) C11-C12-C7-C1
178.40 (17) C12-C11-C14-O3 6.0 (3) C8-C9-C10-C11 0.6 (3) C10-C11-C14-O3 −175.61 (18) C12-C11-C10-C9 −1.1 (3) N2-C1-C6-C5 −3.4 (3)
